Key indicators: single-crystal X-ray study; T = 93 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.038; wR factor = 0.097; data-to-parameter ratio = 12.3.
Related literature
For general background to 3,5-dinitrobenzoyl chloride, see: Gennaro et al. (1993) ; Liu & Wang (2000) ; Saunders & Stacey (1942) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Saunders et al., 1942; Liu et al., 2000) . It was also used as a derivatization reagent for azide determination by capillary electrophoresis (Gennaro et al., 1993) . We report here the crystal structure of the title compound.
The carbonyl chloride group is disordered over two orientations (Fig. 1) . Except for a long N1-O3 distance [1.339 (3) Å] all other bond lengths and angles are within expected ranges. The molecule is approximately planar. The plane of the carbonyl chloride group forms a dihedral angle of 9.6 (4)° with the benzene ring in the major component [7.1 (4)° in the minor component]. The N1/O2/O3 and N2/O4/O5 nitro groups form dihedral angles of 1.9 (3) and 6.7 (4)°, respectively, with the benzene ring.
The crystal packing is stabilized by C-H···O hydrogen bonds (Table 1) .
A sample of commercial 3,5-dinitrobenzoylchloride (Aldrich) was crystallized by slow evaporation of a solution in carbon tetrachloride.
Refinement
The carbonyl chloride group is disordered over two orientations with occupancies of 0.505 (5) and 0.495 (5). The CO distance involving disordered atoms was restrained to 1.22 (1) Å and in each disorder component and the carbonyl chloride group was restrained to be planar. The displacement parameters of atoms CL1', O1', O1 and O3 were restrained to an approximate isotropic behaviour. H atoms were positioned geometrically (C-H = 0.95 Å) and were allowed to ride on the C atoms to which they are bonded, with U iso (H) = 1.2U eq (C). Figures   Fig. 1 . The molecular structure of the title compound, with the atomic numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Both disorder components are shown. 
